Schema S1
These equations summarize the various similarity measures or metrics, S(A, B), that were investigated for how best to compare two Ligity descriptors, A i and B i . There are n bins in a Ligity descriptor, and i refers to the i th bin. In the Tversky index, the parameters α and β control whether the index is symmetric (α = β) or asymmetric (α = β). Ligity is found to perform best using α = 1 and β = 0.
Tanimoto
Dice S(A, B) =
Common Counts S(A, B) = Figure S3 : Density distribution of rotatable bonds for molecules in the validation set. CDK2 actives and decoys have, on average, fewer rotatable bonds than ADA or TRY1 making them less flexible.
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